Key indicators: single-crystal X-ray study; T = 100 K; mean (C-C) = 0.002 Å; disorder in main residue; R factor = 0.038; wR factor = 0.039; data-to-parameter ratio = 12.9.
Related literature
For background to indoles, see: Huang et al. (2004) ; Seferog lu et al. (2007a,b) . For the synthesis and properties of indoles, see: Ruiz et al. (2012) ; Shiri (2012); Hussain et al. (2011) ; Prateeptongkum et al. (2010) ; Rives et al. (2012) .
Experimental
Crystal data C 21 H 23 NSi M r = 317.51 Monoclinic, P2 1 =n a = 12.6271 (6) Å b = 9.3928 (5) Å c = 16.6616 (8) Å = 111.954 (2) V = 1832.83 (16) Å 3 Z = 4 Mo K radiation = 0.13 mm À1 T = 100 K 0.20 Â 0.20 Â 0.06 mm
Data collection
Bruker Kappa APEXII diffractometer Absorption correction: multi-scan (SADABS; Bruker, 2001) T min = 0.90, T max = 0.99 26426 measured reflections 4320 independent reflections 3254 reflections with I > 2.0(I) R int = 0.032 Refinement R[F 2 > 2(F 2 )] = 0.038 wR(F 2 ) = 0.039 S = 1.12 3032 reflections 235 parameters 6 restraints H-atom parameters constrained Á max = 0.31 e Å À3 Á min = À0.30 e Å À3 Table 1 Hydrogen-bond geometry (Å , ).
Cg4 and Cg5 are the centroids of the pyrrole and benzene rings, respectively, of indole ring system. Symmetry codes: (i) Àx þ 5 2 ; y þ 3 2 ; Àz þ 3 2 ; (ii) Àx þ 5 2 ; y þ 5 2 ; Àz þ 3 2 .
Data collection: APEX2 (Bruker, 2006) ; cell refinement: SAINT (Bruker, 2006) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: CRYSTALS (Betteridge et al., 2003) ; molecular graphics: CAMERON (Watkin et al., 1996) ; software used to prepare material for publication: CRYSTALS. supplementary materials sup-1 Acta Cryst. (2013). E69, o921-o922 supplementary materials Acta Cryst. (2013) . E69, o921-o922 [doi:10.1107/S1600536813012671]
1-Ethyl-2-phenyl-3-[2-(trimethylsilyl)ethynyl]-1H-indole

Iaroslav Baglai, Valérie Maraval, Carine Duhayon and Remi Chauvin Comment
Indole is one of the three heterocycles occurring in the 20 standard natural amino-acids (in (L)-trhyptophane). Its unique bicyclic aromatic structure makes it a key rigid structural basis of one of the largest classes of alkaloids, comprising more than 4000 natural products (Huang et al., 2004; Seferoğlu et al., 2007a,b; Ruiz et al., 2012) . The synthesis and functionalization of indoles have been the object of research for over one and a half century (Shiri, 2012) . Few examples of Sonogashira-type reactions on the indole core have been described (Hussain et al., 2011; Prateeptongkum et al., 2010) .
In view of obtaining 1-ethyl-3-ethynyl-2-phenyl-1H-indole 1 b as key building block for the synthesis of highly πfrustrated carbo-benzenic chromophores (Rives et al. 2012) , the title compound (1a) was synthesized ( Fig. 3) , and we herein report on its crystal structure.
In the molecule (Fig. 1) , the indole ring is almost planar [maximum deviation for ring atoms = 0.0244 (15) Å], and the dihedral angle between the pyrrole and benzene ring of the indole system is equal to 1.83 (5)°. Methyl groups of the trimethylsilyl moieties are disordered into two positions with the corresponding occupancy of 0.5 for each part. The whole molecule is almost planar excluding methyl groups of trimethylsilyl and ethyl moieties as well as the benzene ring [maximum deviation for atoms = 0.0539 (16) Å]. The interplanar angle between indole and phenyl planes is equal to 51.48 (4)°. Inspite of the three aromatic rings of the molecule, the packing shown in Fig. 2 does not reveal any particular intermolecular π-stacking or columnar arrangement but weak C-H···π interactions (Table 1) .
Experimental
The title compound 1a was prepared by the following two-step procedure (see Fig. 3 ) from commercially available 1ethyl-2-phenyl-1H-indole 2 via 1-ethyl-3-iodo-2-phenyl-1H-indole 3.
1-ethyl-3-iodo-2-phenyl-1H-indole (3).
To a solution of 1-ethyl-2-phenyl-1H-indole 2 (0.5 g, 2.26 mmol) in CHCl 3 (30 ml) at 0 °C was added N-iodosuccinimide (0.535 g, 2.37 mmol) as a small portions over 5 min. The mixture was then stirred at the same temperature for 3 h. After evaporating the solvent, the residue was extracted in dichloromethane and washed with H 2 O. The organic layer was separated and dried over MgSO 4 . The solvent was removed under reduced pressure, and the product was purified by silica gel chromatography using a mixture of acetone and pentane (2:98) as an eluent (yield 92%, 0.72 g). CuI (42 mg, 0.21 mmol) and Pd(PPh 3 ) 2 Cl 2 (60 mg, 0.09 mmol) were added to 1-ethyl-3-iodo-2-phenyl-1H-indole 3
(1.04 g, 3.0 mmol) under argon atmosphere. Then, freshly distilled diisopropylamine (15 ml) was added, and the mixture was stirred for 20 min, Me 3 SiC≡CH (1.0 ml, 6.52 mmol) was added to the mixture and the suspension was stirred for 60 h at room temperature before adding Et 2 O (20 ml). The mixture was filtrated through Celite and the filtrate was evaporated, the residue was re-dissolved in Et 2 O and washed with 10% HCl, water and NaHCO 3 . The resulting organic solution was dried over anhydrous MgSO 4 , the solvent was removed under reduced pressure, and the brown residue was purified by silica gel chromatography using a mixture of ether and pentane (1:99) as an eluent (yield 56%, 0.53 g). 
Refinement
The H atoms were located in a difference Fourier map and refined with riding constraints. Methyl groups are disordered over two positions in site occupancy ratio of 0.5:0.5.
Computing details
Data collection: APEX2 (Bruker, 2006) ; cell refinement: SAINT (Bruker, 2006) ; data reduction: SAINT (Bruker, 2006) ; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: CRYSTALS (Betteridge et al., 2003) ; molecular graphics: CAMERON (Watkin et al., 1996) ; software used to prepare material for publication: CRYSTALS (Betteridge et al., 2003) . Packing diagram of the title compound, viewed along the c axis.
Figure 3
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